Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.005 Å; R factor = 0.057; wR factor = 0.154; data-to-parameter ratio = 19.1.
In the title compound, C 25 H 40 ClNO 3 , prepared by the thermolysis of (20S)-O,N-diacetyl-20-amino-N-chloro-3-hydroxy-5-pregnane, the three six-membered rings adopt chair conformations while the five-membered ring is in an envelope conformation. The ester group attached to ring A is in an equatorial position. All the rings are trans-fused. Intramolecular C-HÁ Á ÁO and C-HÁ Á ÁCl interactions occur. The crystal structure is stabilized by intermolecular N-HÁ Á ÁO and C-HÁ Á ÁO interactions close contacts occur.
Related literature
For background literature on the functionalization of the 18-methyl group of steroids, see: Pellissier & Santelli (2001) . For the thermolysis of N-chloroamides to achieve remote-site functionalizations, see: Edwards et al. (1971) ; Benn & Vohra, (1976); Vohra (1973) . For bond-length data, see: Allen et al. (1987) . For puckering parameters, see: Cremer & Pople (1975) . For the preparation of (20S)-20-acetamido-3-acetoxy-5-pregnane, see: Rej et al. (1976) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). 
Refinement
An absolute structure was established using anomalous scattering effects; 2026 Friedel pairs were measured. Though the H-atoms were observable in the difference electron density maps, they were included at geometrically idealized positions with N-H = 0.88 Å and C-H distances = 0.98, 0.99 and 1.00 Å for methyl, methylene and methine type H-atoms, respectively. The H-atoms were assigned U iso = 1.2U eq of the atoms to which they were bonded. The final difference map was free of chemically significant features. Cl resp.).
Figures Fig. 1 . The title molecule with the displacement ellipsoids plotted at 50% probability level (Farrugia, 1997). 
Special details

